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A ..START 

101 DIVIDE MOLECULE TO BE SIMULATED INTO MM SPACE. SUPERFICIAL QM 
REGION, AND OM REGION AND CUT OUT MOLECULE IN SUPERFICIAL QM 
REGION IN JUNCTION WITH MM SPACE. AS VIRTUAL MOLECULE 
102.. EXECUTE MOLECULE SIMULATION USING EMPIRICAL POTENTIAL FOR 
MM SPACE AND OBTAIN E(MM) 

103. .CONCEAL NON-PAIR ELECTRON BY LINK ATOM METHOD AND EXECUTE 

HARTREE-FOCK CALCULATION FOR SUPERFICIAL QM REGION 

104.. CONVERT OBTAINED NORMAL ORBITAL INTO LOCALIZED MOLECULAR 

ORBITAL 

105. IGNORE MOLECULAR ORBITAL COEFFICIENT OF HYDROGEN-SIMILAR 
ATOM POSITIONED OPPOSITE TO MM SPACE AND RENORMALIZE 
MOLECULAR ORBITAL 

106. EXECUTE LOWDIN ORT HOG ONAL IZATION AND OBTAIN LOCALIZED 
MOLECULAR ORBITAL BASE 

107. .OBTAIN COEFFICIENT OF INITIAL MOLECULAR ORBITAL BY ORDINARY 
PROCEOURE IN NON-EMPIRICAL MOLECULAR ORBITAL METHOO FOR OM 
REGION 

103 ..INTRODUCE PARAMETER A AND OBTAIN ALL ENERGY E(QM+PQM) OF 
EQUATION (5) 

109. ..OBTAIN ALL ENERGY OF OM SPACE BY THE SCF METHOD 
110... OBTAIN ALL ENERGY OF MOLECULE 
B ..END 



(57) Abstract: There is provided a molecule simulation method for divid- 
ing a molecule or a part of molecule to be simulated into a QM space and an 
MM space and applying a non-empirical molecule orbital method to the QM 
space and a method based on an empirical potential to the MM space. The 
molecule simulation method includes a step for acquiring structure data on 
the molecule or part of molecule to be simulated from a storage section and 
dividing it into the QM space and the MM space and a step for replacing a 
part of all energy -expressing equation in the non-empirical molecular orbital 
method concerning the QM space with an empirical potential. 
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